











Chemical Physics 191 (1995) 349-352 


Author index to volume 191 


Aguilar, A., see M. Gilibert 

Asselin, P., F. Piuzzi, M. Mons and I. Dimicoli, Determination of the vibrationless level of 
Sn states of chlorobenzene by double resonance multiphoton ionization photoelectron 
spectroscopy. Evidence of IVR within these states 

Astrand, P.-O., P. Linse and G. Karlstrém, Molecular dynamics study of water adopting a 
potential function with explicit atomic dipole moments and anisotropic polarizabilities 


Bassler, H., see B. Hartenstein 

Belford, R.L., see J.M. Canfield 

Berriche, H. and F.X. Gadea, Ab initio study of the LiH* molecule, electronic interaction 
analysis and LiH UV photoelectron spectrum 

Billing, G.D., see N. Markovi¢ 

Bizzarri, A.R., O.A. Iakovieva and F. Parak, Spin-lattice relaxation in Méssbauer spectra 
of metmyoglobin: investigation of crystals, water and water-glycerol solutions 

Boissel, P., see G. Granucci 

Bojarski, C., see L. Kutak 

Bojarski, C., see L. Kutak 

Borsenberger, P., see B. Hartenstein 

Brillante, A., R.G. Della Valle, R. Farina and E. Venuti, Pressure-induced phase transitions 
in 9,10-anthracene derivatives: anthraquinone 


Canfield, J.M., R.L. Belford, P.G. Debrunner and K.J. Schulten, A perturbation theory 
treatment of oscillating magnetic fields in the radical pair mechanism (Chemical Physics 
182 (1994) 1-18). Erratum 

Cassidei, L., see G. Petrella 

Chou, K.-C., see C.-T. Zhang 

Clary, D.C., see G. Nyman 


Davister, M. and R. Locht, The dissociative ionization of C,H, and C,D,. The [CH(CD) ]* 
dissociation channel. The H(D)C=C(D)H binding energy 

Debrunner, P.G., see J.M. Canfield 

Decleva, P., see M. Stener 

Decleva, P., see F. Guillot 

Dedonder-Lardeux, C., C. Jouvet, S. Martrenchard, D. Solgadi, J. McCombie, B.D. Howells, 
T.F. Palmer, A. Subaric-Leitis, C. Monte, W. Rettig and P. Zimmermann, Photochem- 
istry in jet-cooled aniline derivatives 

Della Valle, R.G., see A. Brillante 


191 (1995) 1 


191 (1995) 261 
191 (1995) 195 


191 (1995) 321 
191 (1995) 347 


191 (1995) 119 
191 (1995) 247 


191 (1995) 185 
191 (1995) 165 
191 (1995) 43 
191 (1995) 67 
191 (1995) 321 


191 (1995) 177 


191 (1995) 347 
191 (1995) 203 
191 (1995) 17 
191 (1995) 223 


191 (1995) 333 
191 (1995) 347 
191 (1995) 141 
191 (1995) 289 


191 (1995) 271 
191 (1995) 177 





350 Author index to volume 191 


De Schryver, F.C., see B. Hartenstein 

Dézarnaud-Dandine, C., see F. Guillot 

Dimicoli, I., see P. Asselin 

Doktorov, A.B., see A.A. Kipriyanov 

Dvorak, J. and L. Skala, Theory of excitation energy transfer in the primary processes of 
photosynthesis. III. Mono-exponential regime 


Ellinger, Y., see G. Granucci 


Farina, R., see A. Brillante 
Fernandez Sanz, J., see J.A. Mejias 
Fronzoni, G., see F. Guillot 


Gadea, F.X., see H. Berriche 

German, E.D., see V.A. Tikhomirov 

Gilibert, M., X. Giménez, M. Gonzalez, R. Saydés and A. Aguilar, A comparison between 
experimental, quantum and quasiclassical properties for the N(*S)+0O,(X *2,)—> 
NO(X 2I1) +O(?P) reaction 

Giménez, X., see M. Gilibert 

Gonzalez, M., see M. Gilibert 

Gopich, I.V., see A.A. Kipriyanov 

Granucci, G., Y. Ellinger and P. Boissel, The energetics of fragmentation of the naphtha- 
lene cation 


Guillot, F., C. Dézarnaud-Dandine, M. Tronc, A. Lisini, P. Decleva and G. Fronzoni, Ex- 
perimental and ab initio study of the molybdenum K and L edges excitation in Mo(CO), 
and MoF, 


Hartenstein, B., H. Bassler, S. Heun, P. Borsenberger, M. Van der Auweraer and F.C. De 
Schryver, Charge transport in molecularly doped polymers at low dopant concentra- 
tions: simulation and experiment 

Heun, S., see B. Hartenstein 

Howells, B.D., see C. Dedonder-Lardeux 


Iakovleva, O.A., see A.R. Bizzarri 
Jouvet, C., see C. Dedonder-Lardeux 


Karlstrom, G., see P.-O. Astrand 

Karni, Y. and E.E. Nikitin, Adiabatically corrected quasiclassical model for the vibrational 
predissociation of van der Waals complexes 

Kipriyanov, A.A., I.V. Gopich and A.B. Doktorov, A modification of the non-Markovian 
encounter theory. III. Hopping and diffusion mechanisms of reactions 

Kulak, L. and C. Bojarski, Forward and reverse electronic energy transport and trapping in 
solution. I. Theory 

Kulak, L. and C. Bojarski, Forward and reverse electronic energy transport and trapping in 
solution. II. Numerical results and Monte Carlo simulations 

Kuznetsov, A.M., see V.A. Tikhomirov 


191 (1995) 321 
191 (1995) 289 
191 (1995) 261 
191 (1995) 101 
191 (1995) 31 
191 (1995) 165 
191 (1995) 177 
191 (1995) 133 
191 (1995) 289 
191 (1995) 119 
191 (1995) 25 


191 (1995) 1 
191 (1995) 1 
191 (1995) 1 
191 (1995) 101 


191 (1995) 165 


191 (1995) 289 


191 (1995) 321 
191 (1995) 321 
191 (1995) 271 
191 (1995) 185 
191 (1995) 271 
191 (1995) 195 
191 (1995) 235 
191 (1995) 101 
191 (1995) 43 


191 (1995) 67 
191 (1995) 25 




















Author index to volume 19] 351 


Levine, R.D., see G. Nyman 191 (1995) 223 
Linse, P., see P.-O. Astrand 191 (1995) 195 
Lisini, A., see M. Stener 191 (1995) 141 
Lisini, A., see F. Guillot 191 (1995) 289 
Locht, R., see M. Davister 191 (1995) 333 
Markovi¢, N. and G.D. Billing, Wave packet calculations on ion—molecule reactions 191 (1995) 247 
Martrenchard, S., see C. Dedonder-Lardeux 191 (1995) 271 
McCombie, J., see C. Dedonder-Lardeux 191 (1995) 271 


Mejias, J.A., J. Oviedo and J. Fernandez Sanz, A method for including environment polar- 
ization effects in ab initio cluster embedded calculations. Application to the water de- 





protonation over an ideal Al-MgO surface 191 (1995) 133 
Meyer, H., T. Miiller and A. Schweig, Accurate inelastic scattering factors for lithium to 

argon calculated from MR-SDCI wavefunctions 191 (1995) 213 
Mons, M., see P. Asselin 191 (1995) 261 
Monte, C., see C. Dedonder-Lardeux 191 (1995) 271 






Miiller, T., see H. Meyer 191 (1995) 213 










Nikitin, E.E., see Y. Karni 191 (1995) 235 
Nyman, G., D.C. Clary and R.D. Levine, Potential energy surface effects on differential 
cross sections for polyatomic reactions 





191 (1995) 223 












Oviedo, J., see J.A. Mejias 191 (1995) 133 






Palmer, T.F., see C. Dedonder-Lardeux 191 (1995) 271 
Parak, F., see A.R. Bizzarri 191 (1995) 185 
Penzkofer, A., see P. Weidner 191 (1995) 303 
Petrella, G. and L. Cassidei, Theoretical study of interactions among surface defects by He 

scattering technique: the reason for the failure of the cross section geometric overlap 

hypothesis 191 (1995) 203 
Piuzzi, F., see P. Asselin 191 (1995) 261 








Rettig, W., see C. Dedonder-Lardeux 191 (1995) 271 









Sayds, R., see M. Gilibert 191 (1995) 1 








Schamps, J., see F.L. Sefyani 191 (1995) 155 
Schulten, K.J., see J.M. Canfield 191 (1995) 347 
Schweig, A., see H. Meyer 191 (1995) 213 
Sefyani, F.L. and J. Schamps, The lowest-lying Rydberg states of Si,: an ab initio study 191 (1995) 155 
Skala, L., see J. Dvorak 191 (1995) 31 
Skrebkov, O.V., Diffusional description of vibrational relaxation in a binary mixture of 

diatomic molecules - quantum oscillators 191 (1995) 87 
Solgadi, D., see C. Dedonder-Lardeux 191 (1995) 271 






Stener, M., A. Lisini and P. Decleva, Density functional calculations of excitation energies 
and oscillator strengths for Cls+x* and Ols—n* excitations and ionization potentials 
in carbonyl containing molecules 191 (1995) 141 
Subaric-Leitis, A., see C. Dedonder-Lardeux 191 (1995) 271 







352 Author index to volume 191 


Tikhomirov, V.A., E.D. German and A.M. Kuznetsov, A study of the carbon—halogen bond 
breaking in tert-butyl halides by the PM3 quantum chemical method 
Tronc, M., see F. Guillot 


Van der Auweraer, M., see B. Hartenstein 
Venuti, E., see A. Brillante 


Weidner, P. and A. Penzkofer, Picosecond transient spectral hole-burning studies on oxa- 
zine 750 in a silicate xerogel 


Zhang, C.-T. and K.-C. Chou, The nonlinear stretching model of hydrogen bonds and local 
self-fluctuation of base rotation in DNA 
Zimmermann, P., see C. Dedonder-Lardeux 


191 (1995) 25 
191 (1995) 289 


191 (1995) 321 
191 (1995) 177 


191 (1995) 303 


191 (1995) 17 
191 (1995) 271 











Chemical 
Physics 








Chemical Physics 191 (1995) 353-361 


Subject index to volume 191 


Methods 
Theoretical 


Classical mechanics 

A comparison between experimental, quantum and quasiclassical properties for the 
N(*S) +0,(X *Z,)+NO(X 711)+O(?P) _ reaction, M.Gilibert, |X. Giménez, 
M. Gonzalez, R. Sayés and A. Aguilar 

The nonlinear stretching model of hydrogen bonds and local self-fluctuation of base rotation 
in DNA, C.-T. Zhang and K.-C. Chou 


Coupling schemes and perturbative treatments 
A study of the carbon-halogen bond breaking in tert-butyl halides by the PM3 quantum 
chemical method, V.A. Tikhomirov, E.D. German and A.M. Kuznetsov 


Transport quantum mechanics 
Theory of excitation energy transfer in the primary processes of photosynthesis. III. Mono- 
exponential regime, J. Dvorak and L. Skala 


Equilibrium statistical mechanics 

Forward and reverse electronic energy transport and trapping in solution. I. Theory, L. Kutak 
and C. Bojarski 

Forward and reverse electronic energy transport and trapping in solution. II. Numerical 
results and Monte Carlo simulations, L. Kulak and C. Bojarski 


Non-equilibrium thermodynamic and hydrodynamic theories 

Diffusional description of vibrational relaxation in a binary mixture of diatomic molecules 
— quantum oscillators, O.V. Skrebkov 

A modification of the non-Markovian encounter theory. III. Hopping and diffusion 
mechanisms of reactions, A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 


Ab initio schemes for stationary properties 
Ab initio study of the LiH* molecule, electronic interaction analysis and LiH UV 
photoelectron spectrum, H. Berriche and F.X. Gadea 


191 (1995) 1 


191 (1995) 


191 (1995) 


191 (1995) 


191 (1995) 


191 (1995) 


191 (1995) 87 


191 (1995) 101 


191 (1995) 119 





354 Subject index to volume 191 


A method for including environment polarization effects in ab initio cluster embedded 
calculations. Application to the water deprotonation over an ideal Al-MgO surface, 
J.A. Mejias, J. Oviedo and J. Fernandez Sanz 

Density functional calculations of excitation energies and oscillator strengths for Cls+x 
and Ols—nx* excitations and ionization potentials in carbonyl containing molecules, 
M. Stener, A. Lisini and P. Decleva 

The lowest-lying Rydberg states of Si,: an ab initio study, F.L. Sefyani and J. Schamps 

The energetics of fragmentation of the naphthalene cation, G. Granucci, Y. Ellinger and 
P. Boissel 


- 


Computational and simulation methods 

Pressure-induced phase transitions in 9,10-anthracene derivatives: anthraquinone, 
A. Brillante, R.G. Della Valle, R. Farina and E. Venuti 

Spin-lattice relaxation in Méssbauer spectra of metmyoglobin: investigation of crystals, 
water and water-glycerol solutions, A.R. Bizzarri, O.A. lakovleva and F. Parak 

Molecular dynamics study of water adopting a potential function with explicit atomic dipole 
moments and anisotropic polarizabilities, P.-O. Astrand, P. Linse and G. Karlstrém 


Molecular dynamics and scattering theory 

A comparison between experimental, quantum and quasiclassical properties for the 
N(*S) +0,(X *Z,) +NO(X 711)+O(?P) reaction, M.Gilibert, |X. Giménez, 
M. Gonzalez, R. Sayés and A. Aguilar 

Theoretical study of interactions among surface defects by He scattering technique: the 
reason for the failure of the cross section geometric overlap hypothesis, G. Petrella and 
L. Cassidei 

Accurate inelastic scattering factors for lithium to argon calculated from MR-SDCI 
wavefunctions, H. Meyer, T. Miiller and A. Schweig 

Potential energy surface effects on differential cross sections for polyatomic reactions, 
G. Nyman, D.C. Clary and R.D. Levine 

Adiabatically corrected quasiclassical model for the vibrational predissociation of van der 
Waals complexes, Y. Karni and E.E. Nikitin 

Wave packet calculations on ion—molecule reactions, N. Markovi¢ and G.D. Billing 


Experimental 


Raman spectroscopy 
Pressure-induced phase transitions in 9,10-anthracene derivatives: anthraquinone, 


A. Brillante, R.G. Della Valle, R. Farina and E. Venuti 


Visible and UV spectroscopy 

Ab initio study of the LiH* molecule, electronic interaction analysis and LiH UV 
photoelectron spectrum, H. Berriche and F.X. Gadea 

Determination of the vibrationless level of Sn states of chlorobenzene by double resonance 
multiphoton ionization photoelectron spectroscopy. Evidence of IVR within these states, 
P. Asselin, F. Piuzzi, M. Mons and I. Dimicoli 


191 (1995) 133 


191 (1995) 141 
191 (1995) 155 


191 (1995) 165 


191 (1995) 177 
191 (1995) 185 


191 (1995) 195 


191 (1995) 1 


191 (1995) 203 
191 (1995) 213 
191 (1995) 223 


191 (1995) 235 
191 (1995) 247 


191 (1995) 177 


191 (1995) 119 


191 (1995) 261 





Subject index to volume 191 


Fluorescence spectroscopy 

Forward and reverse electronic energy transport and trapping in solution. I. Theory, L. Kutak 
and C. Bojarski 

Forward and reverse electronic energy transport and trapping in solution. II. Numerical 
results and Monte Carlo simulations, L. Kutak and C. Bojarski 

Pressure-induced phase transitions in 9,10-anthracene derivatives: anthraquinone, 
A. Brillante, R.G. Della Valle, R. Farina and E. Venuti 

Photochemistry in jet-cooled aniline derivatives, C. Dedonder-Lardeux, C. Jouvet, 
S. Martrenchard, D. Solgadi, J. McCombie, B.D. Howells, T.F. Palmer, A. Subaric-Leitis, 
C. Monte, W. Rettig and P. Zimmermann 


Photoelectron and Auger spectroscopy 

Determination of the vibrationless level of Sn states of chlorobenzene by double resonance 
multiphoton ionization photoelectron spectroscopy. Evidence of IVR within these states, 
P. Asselin, F. Piuzzi, M. Mons and I. Dimicoli 


X-ray spectroscopy 

Experimental and ab initio study of the molybdenum K and L edges excitation in Mo(CO), 
and MoF,, F. Guillot, C. Dézarnaud-Dandine, M. Tronc, A. Lisini, P. Decleva and 
G. Fronzoni 


Picosecond spectroscopy 
Picosecond transient spectral hole-burning studies on oxazine 750 in a silicate xerogel, 


P. Weidner and A. Penzkofer 


Non-linear optical spectroscopy 
Picosecond transient spectral hole-burning studies on oxazine 750 in a silicate xerogel, 
P. Weidner and A. Penzkofer 


Synchrotron spectroscopies 

Photochemistry in jet-cooled aniline derivatives, C. Dedonder-Lardeux, C. Jouvet, 
S. Martrenchard, D. Solgadi, J. McCombie, B.D. Howells, T.F. Palmer, A. Subaric-Leitis, 
C. Monte, W. Rettig and P. Zimmermann 


Time-resolved experiments 

Forward and reverse electronic energy transport and trapping in solution. I. Theory, L. Kutak 
and C. Bojarski 

Forward and reverse electronic energy transport and trapping in solution. II. Numerical 
results and Monte Carlo simulations, L. Kutak and C. Bojarski 

Charge transport in molecularly doped polymers at low dopant concentrations: simulation 
and experiment, B. Hartenstein, H. Bassler, S. Heun, P. Borsenberger, M. Van der 
Auweraer and F.C. De Schryver 


Mass spectrometry 

Photochemistry in jet-cooled aniline derivatives, C. Dedonder-Lardeux, C. Jouvet, 
S. Martrenchard, D. Solgadi, J. McCombie, B.D. Howells, T.F. Palmer, A. Subaric-Leitis, 
C. Monte, W. Rettig and P. Zimmermann 


191 (1995) 43 
191 (1995) 67 


191 (1995) 177 


191 (1995) 271 


191 (1995) 261 


191 (1995) 289 


191 (1995) 303 


191 (1995) 303 


191 (1995) 271 


191 (1995) 43 


191 (1995) 67 


191 (1995) 321 


191 (1995) 271 





356 Subject index to volume 191 


The dissociative ionization of C,H, and C,D,. The [CH(CD) ]* dissociation channel. The 
H(D)C=C(D)H binding energy, M. Davister and R. Locht 


Mossbauer spectroscopy 
Spin-lattice relaxation in Méssbauer spectra of metmyoglobin: investigation of crystals, 


water and water-glycerol solutions, A.R. Bizzarri, O.A. lakovleva and F. Parak 


Objects 
Bulk systems 


Gases 
Diffusional description of vibrational relaxation in a binary mixture of diatomic molecules 


— quantum oscillators, O.V. Skrebkov 

Determination of the vibrationless level of Sn states of chlorobenzene by double resonance 
multiphoton ionization photoelectron spectroscopy. Evidence of IVR within these states, 
P. Asselin, F. Piuzzi, M. Mons and I. Dimicoli 

Experimental and ab initio study of the molybdenum K and L edges excitation in Mo(CO), 
and MoF,, F. Guillot, C. Dézarnaud-Dandine, M. Tronc, A. Lisini, P. Decleva and 
G. Fronzoni 

The dissociative ionization of C,H, and C,D,. The [CH(CD) ]* dissociation channel. The 
H(D)C=C(D)H binding energy, M. Davister and R. Locht 


Liquids neat 
Molecular dynamics study of water adopting a potential function with explicit atomic dipole 


moments and anisotropic polarizabilities, P.-O. Astrand, P. Linse and G. Karlstrém 


Liquids mixtures and solutions 
Forward and reverse electronic energy transport and trapping in solution. I. Theory, L. Kutak 


and C. Bojarski 

Forward and reverse electronic energy transport and trapping in solution. II. Numerical 
results and Monte Carlo simulations, L. Kulak and C. Bojarski 

A modification of the non-Markovian encounter theory. III. Hopping and diffusion 
mechanisms of reactions, A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 


Crystals 
Pressure-induced phase transitions in 9,10-anthracene derivatives: anthraquinone, 


A. Brillante, R.G. Della Valle, R. Farina and E. Venuti 


Polymers 
The nonlinear stretching model of hydrogen bonds and local self-fluctuation of base rotation 


in DNA, C.-T. Zhang and K.-C. Chou 
Charge transport in molecularly doped polymers at low dopant concentrations: simulation 
and experiment, B. Hartenstein, H. Bassler, S. Heun, P. Borsenberger, M. Van der 


Auweraer and F.C. De Schryver 


191 (1995) 333 


191 (1995) 185 


191 (1995) 87 


191 (1995) 261 


191 (1995) 289 


191 (1995) 333 


191 (1995) 195 


191 (1995) 43 
191 (1995) 67 


191 (1995) 101 


191 (1995) 177 


191 (1995) 17 


191 (1995) 321 







































Subject index to volume 191 






Surfaces 
A method for including environment polarization effects in ab initio cluster embedded 

calculations. Application to the water deprotonation over an ideal Al—-MgO surface, 

J.A. Mejias, J. Oviedo and J. Fernandez Sanz 191 (1995) 133 
Theoretical study of interactions among surface defects by He scattering technique: the 

reason for the failure of the cross section geometric overlap hypothesis, G. Petrella and 

L. Cassidei 191 (1995) 203 






Biological systems 
The nonlinear stretching model of hydrogen bonds and local self-fluctuation of base rotation 
in DNA, C.-T. Zhang and K.-C. Chou 





191 (1995) 17 





Microscopic systems 





Atoms 
Accurate inelastic scattering factors for lithium to argon calculated from MR-SDCI 
wavefunctions, H. Meyer, T. Miiller and A. Schweig 191 (1995) 213 


Molecules (neutral and ionic) 
Density functional calculations of excitation energies and oscillator strengths for Cls—n* 
and Ols—n* excitations and ionization potentials in carbonyl containing molecules, 
M. Stener, A. Lisini and P. Decleva 191 (1995) 141 


—diatomic 
A comparison between experimental, quantum and quasiclassical properties for the 
N(*S) +0,(X *Z,) +NO(X 7I1)+O(?P) reaction, M.Géilibert, |X. Giménez, 


M. Gonzalez, R. Sayds and A. Aguilar 191 (1995) 1 
Diffusional description of vibrational relaxation in a binary mixture of diatomic molecules 

— quantum oscillators, O.V. Skrebkov 191 (1995) 87 
Ab initio study of the LiH* molecule, electronic interaction analysis and LiH UV 

photoelectron spectrum, H. Berriche and F.X. Gadea 191 (1995) 119 
The lowest-lying Rydberg states of Si,: an ab initio study, F.L. Sefyani and J. Schamps 191 (1995) 155 
-small polyatomics 
A study of the carbon—halogen bond breaking in tert-butyl halides by the PM3 quantum 

chemical method, V.A. Tikhomirov, E.D. German and A.M. Kuznetsov 191 (1995) 25 
Potential energy surface effects on differential cross sections for polyatomic reactions, 

G. Nyman, D.C. Clary and R.D. Levine 191 (1995) 223 


Experimental and ab initio study of the molybdenum K and L edges excitation in Mo(CO)<¢ 
and MoF,, F. Guillot, C. Dézarnaud-Dandine, M. Tronc, A. Lisini, P. Decleva and 


G. Fronzoni 191 (1995) 289 
The dissociative ionization of C,H, and C,D,. The [CH(CD) ]* dissociation channel. The 
H(D)C=C(D)H binding energy, M. Davister and R. Locht 191 (1995) 333 


The energetics of fragmentation of the naphthalene cation, G. Granucci, Y. Ellinger and 


| -—aromatics 
| 
P. Boissel 191 (1995) 165 


358 Subject index to volume 191 


Determination of the vibrationless level of Sn states of chlorobenzene by double resonance 
multiphoton ionization photoelectron spectroscopy. Evidence of IVR within these states, 
P. Asselin, F. Piuzzi, M. Mons and I. Dimicoli 

Photochemistry in jet-cooled aniline derivatives, C. Dedonder-Lardeux, C. Jouvet, 
S. Martrenchard, D. Solgadi, J. McCombie, B.D. Howells, T.F. Palmer, A. Subaric-Leitis, 
C. Monte, W. Rettig and P. Zimmermann 

Picosecond transient spectral hole-burning studies on oxazine 750 in a silicate xerogel, 
P. Weidner and A. Penzkofer 


-other large 

Density functional calculations of excitation energies and oscillator strengths for Cls—1n* 
and Ols—n* excitations and ionization potentials in carbonyl containing molecules, 
M. Stener, A. Lisini and P. Decleva 


-polymeric and biological 
Spin-lattice relaxation in Méssbauer spectra of metmyoglobin: investigation of crystals, 
water and water-glycerol solutions, A.R. Bizzarri, O.A. lakovleva and F. Parak 


Molecular aggregates 
Theory of excitation energy transfer in the primary processes of photosynthesis. III. Mono- 
exponential regime, J. Dvorak and L. Skala 


—dimers 


Molecular dynamics study of water adopting a potential function with explicit atomic dipole 
moments and anisotropic polarizabilities, P.-O. Astrand, P. Linse and G. Karlstrém 


Defects and impurities 

Theoretical study of interactions among surface defects by He scattering technique: the 
reason for the failure of the cross section geometric overlap hypothesis, G. Petrella and 
L. Cassidei 


Phenomena 


Molecular structure 
The energetics of fragmentation of the naphthalene cation, G. Granucci, Y. Ellinger and 
P. Boissel 


Vibrations and rotations of molecules 

A comparison between experimental, quantum and quasiclassical properties for the 
N(*S)+0,(X *Z,)+NO(X 7I1)+O(?P) _ reaction, M.Géilibert, |X. Giménez, 
M. Gonzalez, R. Sayés and A. Aguilar 

Diffusional description of vibrational relaxation in a binary mixture of diatomic molecules 
— quantum oscillators, O.V. Skrebkov 

Ab initio study of the LiH* molecule, electronic interaction analysis and LiH UV 
photoelectron spectrum, H. Berriche and F.X. Gadea 


191 (1995) 261 


191 (1995) 271 


191 (1995) 303 


191 (1995) 141 


191 (1995) 185 


191 (1995) 31 


191 (1995) 195 


191 (1995) 203 


191 (1995) 165 


191(1995) 1 
191 (1995) 87 


191 (1995) 119 





Subject index to volume 191 


Electronic structure and states 

Ab initio study of the LiH* molecule, electronic interaction analysis and LiH UV 
photoelectron spectrum, H. Berriche and F.X. Gadea 

Density functional calculations of excitation energies and oscillator strengths for Cls—>1* 
and Ols—n* excitations and ionization potentials in carbonyl containing molecules, 
M. Stener, A. Lisini and P. Decleva 

The lowest-lying Rydberg states of Si: an ab initio study, F.L. Sefyani and J. Schamps 

Spin-lattice relaxation in Mossbauer spectra of metmyog!obin: investigation of crystals, 
water and water-glycerol solutions, A.R. Bizzarri, O.A. Iakovleva and F. Parak 

Experimental and ab initio study of the molybdenum K and L edges excitation in Mo(CO), 
and MoF,, F. Guillot, C. Dézarnaud-Dandine, M. Tronc, A. Lisini, P. Decleva and 
G. Fronzoni 

Charge transport in molecularly doped polymers at low dopant concentrations: simulation 
and experiment, B. Hartenstein, H. Bassler, S. Heun, P. Borsenberger, M. Van der 
Auweraer and F.C. De Schryver 


Electric and magnetic properties 

Charge transport in molecularly doped polymers at low dopant concentrations: simulation 
and experiment, B. Hartenstein, H. Bassler, S. Heun, P. Borsenberger, M. Van der 
Auweraer and F.C. De Schryver 


Molecular interactions 
Potential energy surface effects on differential cross sections for polyatomic reactions, 
G. Nyman, D.C. Clary and R.D. Levine 


Spectral bandshapes and intensities 
Picosecond transient spectral hole-burning studies on oxazine 750 in a silicate xerogel, 
P. Weidner and A. Penzkofer 


Energy transfer processes 

Theory of excitation energy transfer in the primary processes of photosynthesis. III. Mono- 
exponential regime, J. Dvorak and L. Skala 

Forward and reverse electronic energy transport and trapping in solution. I. Theory, L. Kutak 
and C. Bojarski 

Forward and reverse electronic energy transport and trapping in solution. II. Numerical 
results and Monte Carlo simulations, L. Kutak and C. Bojarski 

Diffusional description of vibrational relaxation in a binary mixture of diatomic molecules 
— quantum oscillators, O.V. Skrebkov 


Intramolecular dynamics 
Spin-lattice relaxation in MOéssbauer spectra of metmyoglobin: investigation of crystals, 
water and water-glycerol solutions, A.R. Bizzarri, O.A. Iakovleva and F. Parak 


-radiationless transitions 
A study of the carbon-halogen bond breaking in tert-butyl halides by the PM3 quantum 
chemical method, V.A. Tikhomirov, E.D. German and A.M. Kuznetsov 


191 (1995) 119 


191 (1995) 141 


191 (1995) 155 


191 (1995) 185 


191 (1995) 289 


191 (1995) 321 


191 (1995) 321 


191 (1995) 223 


191 (1995) 303 


191 (1995) 
191 (1995) 
191 (1995) 


191 (1995) 


191 (1995) 185 


191 (1995) 25 





360 Subject index to volume 191 


-vibrational energy redistribution (including vibrational dissociation) 

Adiabatically corrected quasiclassical model for the vibrational predissociation of van der 
Waals complexes, Y. Karni and E.E. Nikitin 

Determination of the vibrationless level of Sn states of chlorobenzene by double resonance 
multiphoton ionization photoelectron spectroscopy. Evidence of IVR within these states, 
P. Asselin, F. Piuzzi, M. Mons and I. Dimicoli 


Luminescence spectra, yields and lifetimes 

The lowest-lying Rydberg states of Si,: an ab initio study, F.L. Sefyani and J. Schamps 

Picosecond transient spectral hole-burning studies on oxazine 750 in a silicate xerogel, 
P. Weidner and A. Penzkofer 


Reactions (including dissociation) 
A modification of the non-Markovian encounter theory. III. Hopping and diffusion 
mechanisms of reactions, A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 


-gas phase 

A comparison between experimental, quantum and quasiclassical properties for the 
N(*S) +0,(X *Z,)+NO(X 7II)+O(?P) reaction, M.Gilibert, |X. Giménez, 
M. Gonzalez, R. Sayés and A. Aguilar 

Potential energy surface effects on differential cross sections for polyatomic reactions, 
G. Nyman, D.C. Clary and R.D. Levine 

Wave packet calculations on ion—molecule reactions, N. Markovi¢ and G.D. Billing 


The dissociative ionization of C,H, and C,D,. The [CH(CD) ]* dissociation channel. The 
H(D)C=C(D)H binding energy, M. Davister and R. Locht 


—condensed phase 

A study of the carbon—halogen bond breaking in tert-butyl halides by the PM3 quantum 
chemical method, V.A. Tikhomirov, E.D. German and A.M. Kuznetsov 

A modification of the non-Markovian encounter theory. III. Hopping and diffusion 
mechanisms of reactions, A.A. Kipriyanov, I.V. Gopich and A.B. Doktorov 


-photochemical 

Photochemistry in jet-cooled aniline derivatives, C. Dedonder-Lardeux, C. Jouvet, 
S. Martrenchard, D. Solgadi, J. McCombie, B.D. Howells, T.F. Palmer, A. Subaric-Leitis, 
C. Monte, W. Rettig and P. Zimmermann 


Electron transfer 

A study of the carbon—-halogen bond breaking in tert-butyl halides by the PM3 quantum 
chemical method, V.A. Tikhomirov, E.D. German and A.M. Kuznetsov 

Wave packet calculations on ion—molecule reactions, N. Markovi¢ and G.D. Billing 

Charge transport in molecularly doped polymers at low dopant concentrations: simulation 
and experiment, B. Hartenstein, H. Bassler, S. Heun, P. Borsenberger, M. Van der 
Auweraer and F.C. De Schryver 


Ionization (including Rydberg states) 
The lowest-lying Rydberg states of Si,: an ab initio study, F.L. Sefyani and J. Schamps 


191 (1995) 235 


191 (1995) 261 


191 (1995) 155 


191 (1995) 303 


191 (1995) 101 


191 (1995) 1 


191 (1995) 223 
191 (1995) 247 


191 (1995) 333 


191 (1995) 25 


191 (1995) 101 


191 (1995) 271 


191 (1995) 25 
191 (1995) 247 


191 (1995) 321 


191 (1995) 155 





Subject index to volume 191 


The dissociative ionization of C,H, and C,D,. The [CH(CD) ]* dissociation channel. The 
H(D)C=C(D)H binding energy, M. Davister and R. Locht 


Molecular motion (including diffusive) 
Molecular dynamics study of water adopting a potential function with explicit atomic dipole 
moments and anisotropic polarizabilities, P.-O. Astrand, P. Linse and G. Karlstrém 


Collective motion and excitations 
The nonlinear stretching model of hydrogen bonds and local self-fluctuation of base rotation 
in DNA, C.-T. Zhang and K.-C. Chou 


Surface effects and catalysis 

A method for including environment polarization effects in ab initio cluster embedded 
calculations. Application to the water deprotonation over an ideal Al-MgO surface, 
J.A. Mejias, J. Oviedo and J. Fernandez Sanz 

Theoretical study of interactions among surface defects by He scattering technique: the 
reason for the failure of the cross section geometric overlap hypothesis, G. Petrella and 
L. Cassidei 


Thermodynamic and transport properties 
Molecular dynamics study of water adopting a potential function with explicit atomic dipole 
moments and anisotropic polarizabilities, P.-O. Astrand, P. Linse and G. Karlstrém 


Phase transitions 
Pressure-induced phase transitions in 9,10-anthracene derivatives: anthraquinone, 
A. Brillante, R.G. Della Valle, R. Farina and E. Venuti 


191 (1995) 333 


191 (1995) 195 


191 (1995) 17 


191 (1995) 133 


191 (1995) 203 


191 (1995) 195 


191 (1995) 177 





